Author Index to Volume 154 


Albrecht, A.C., see A.P. Shreve 

Anderson, M.A. and R.J. Cave, Calculation of excitation energies using quasidegenerate 
variational perturbation theory and multireference-averaged coupled-pair functional 
theory 

Angeloni, L., see P. Procacci 

Atkinson, G.H., see D. Blanchard 

Augspurger, J.D., see A.I. Jaman 

Aziz, R.A., see M.J. Slaman 


Banichevich, A., S.D. Peyerimhoff, B.A. Hess and M.C. van Hemert, Potential curves and 
predissociation rates for the heavy species HBr** and DBr** 

Benderskii, V.A., V.I. Goldanskii and D.E. Makarov, Low-temperature chemical reactions. 
Effect of symmetrically coupled vibrations in collinear exchange reactions 

Blanchard, D., D.A. Gilmore, T.L. Brack, H. Lemaire, D. Hughes and G.H. Atkinson, Pi- 
cosecond time-resolved absorption and fluorescence in the bacteriorhodopsin photo- 
cycle: vibrationally-excited species 

Bouteiller, Y., see Y. Hannachi 

Brack, T.L., see D. Blanchard 

Bubeck, C., A. Kaltbeitzel, A. Grund and M. LeClerc, Resonant degenerate four wave mix- 
ing and scaling laws for saturable absorption in thin films of conjugated polymers and 
Rhodamine 6G 

Buenker, R.J., see L. Chantranupong 


Cai, M., see M.B. Partenskii 

Casarin, M., G. Granozzi, E. Tondello and A. Vittadini, A theoretical investigation of the 
hyperfine properties of normal and anomalous muonium in elemental semiconductors: 
diamond, silicon and germanium 

Cave, R.J., see M.A. Anderson 

Chantranupong, L., G. Hirsch, R.J. Buenker, M. Kimura and M.A. Dillon, Theoretical study 
of the electronic spectrum of ammonia: generalized oscillator strength calculations for 
the A-X transition 

Cherepanova, T.A. and A.V. Stekolnikov, Polyatomic fluids near solid surfaces: a weighted- 
density-functional approach 

Colpa, J.P. and F.P. Temme, Structure of MQ-NMR spin spaces under higher %- and 
(4%) Gsymmetries. II. P/F ({)‘ Osubduced irreps for sixfold spin clusters pertaining 
to the molecular cage ion, [''BH ]2~ 

Colpa, J.P., see F.P. Temme 


Da Costa, H.F.M., A.B.F. da Silva, J.R. Mohallem, A.M. Simas and M. Trsic, The gen- 
erator coordinate Hartree-Fock method for molecular systems. Formalism and first ap- 
plications to H,, LiH and Li, 


154 (1991) 171 


154 (1991) 1 
154 (1991) 331 
154 (1991) 155 
154 (1991) 281 
154 (1991) 33 
154 (1991) 199 
154 (1991) 407 
154 (1991) 155 


154 (1991) 23 
154 (1991) 155 


154 (1991) 343 
154 (1991) 13 


154 (1991) 197 


154 (1991) 385 
154 (1991) 1 


154 (1991) 13 


154 (1991) 41 


154 (1991) 97 
154 (1991) 111 


154 (1991) 379 





Author index 


Da Silva, A.B.F., see H.F.M. da Costa 
Dillon, M.A., see L. Chantranupong 
Dykstra, C.E., see A.I. Jaman 


Effenberger, F., see K. Ulrich 
Evans, M.W., Circular birefringence and dichroism due to shear stress: optical measure- 
ment of non-Newtonian viscosity 


Farantos, S.C., see L. Zachilas 

Fillaux, F., A. Lautié, J. Tomkinson and G.J. Kearley, Proton transfer dynamics in the hy- 
drogen bond. Inelastic neutron scattering, infrared and Raman spectra of Na;H(SO,4)>, 
K;H(SO,)> and Rb,H(SO,)> 

Furue, H., J.F. LeBlanc, P.D. Pacey and J.M. Whalen, Analytical potential energy surface 
for methane in terms of interatomic forces 


Germann, T.C., see A.I. Jaman 

Gilmore, D.A., see D. Blanchard 

Goldanskil, V.I., see V.A. Benderskii 

Granozzi, G., see M. Casarin 

Grimm, F.A., T.A. Whitley, P.R. Keller and J.W. Taylor, Absolute partial photoionization 
cross sections of ethylene 

Gruber, J.B., see C.A. Morrison 

Grund, A., see C. Bubeck 

Gryaznov, V.K., see G.L. Gutsev 

Gutowsky, H.S., see A.I. Jaman 

Gutsev, G.L., V.K. Gryaznov and V.A. Nasluzov, Model potentials in numerical local den- 
sity functional methods 


Ha, T.K., see H.U. Suter 

Hannachi, Y., B. Silvi, J.P. Perchard and Y. Bouteiller, Ab initio study of the infrared pho- 
toconversion in the water—hydrogen iodide system 

Hartke, B. and W. Karrlein, Connecting level statistics and reaction dynamics: mode se- 
lective decay of resonant states for HX XH-type molecules 

Hess, B.A., see A. Banichevich 

Hills, M.E., see C.A. Morrison 

Hirsch, G., see L. Chantranupong 

Hitchcock, A.P., see E. Riihl 

Hitchman, M.A., see R.G. McDonald 

Hughes, D., see D. Blanchard 


Ilge, H.-D., see K. Ulrich 
Iturbe, J., see I. Urrecha 


Jaman, A.I., T.C. Germann, H.S. Gutowsky, J.D. Augspurger and C.E. Dykstra, Rota- 
tional spectrum and structure of the linear HCN—HCCH dimer 
Jordan, P.C., see M.B. Partenskii 


485 


154 (1991) 379 
154 (1991) 13 
154 (1991) 281 


154 (1991) 311 
154 (1991) 193 


154 (1991) 55 


154 (1991) 135 
154 (1991) 425 


154 (1991) 281 
154 (1991) 155 
154 (1991) 407 
154 (1991) 385 


154 (1991) 303 
154 (1991) 437 
154 (1991) 343 
154 (1991) 291 
154 (1991) 281 


154 (1991) 291 


154 (1991) 227 
154 (1991) 23 


154 (1991) 63 
154 (1991) 199 
154 (1991) 437 
154 (1991) 13 
154 (1991) 323 
154 (1991) 179 
154 (1991) 155 


154 (1991) 311 
154 (1991) 85 


154 (1991) 281 
154 (1991) 197 





486 Author index 


Kaltbeitzel, A., see C. Bubeck 
Karrlein, W., see B. Hartke 
Katalnikov, I.V., see P.P. Levin 
Kearley, G.J., see F. Fillaux 
Keller, P.R., see F.A. Grimm 
Kimura, M., see L. Chantranupong 
Korolenko, E.C., see N.V. Shokhirev 
Krumschmidt, H. and C. Kryschi, Triplet state IR spectroscopy of aromatic homocycles 
and heterocycles 
Kryschi, C., see H. Krumschmidt 
Kuzmin, V.A., see P.P. Levin 


Lautié, A., see F. Fillaux 

LeBlanc, J.F., see H. Furue 

LeClerc, M., see C. Bubeck 

Lemaire, H., see D. Blanchard 

Leroy, J.P., H. Rabitz and R. Wallace, Quantum kinetic energy operator for a group of par- 
ticles in terms of scalar basic rotational invariant coordinates derived from a gener- 
alized Jacobi vector (GJV) description. III. A metric tensors approach 

Leshina, T.V., see N.V. Shokhirev 

Levin, P.P., I.V. Katalnikov and V.A. Kuzmin, Kinetics and magnetic field effect in gem- 
inate recombination of triplet radical pairs adsorbed onto porous glass studied by laser 
flash technique 

Likhachev, V.N., see G.A. Vinogradov 


Makarov, D.E., see V.A. Benderskii 

Marathe, V.R., see K. Nagesha 

Mathur, D., see K. Nagesha 

McDonald, R.G., R. Stranger, M.A. Hitchman and P.W. Smith, Unusual features in the 
polarised single crystal electronic spectrum of (NH,)2.[V(H2O).](SO,)2: analysis of 
Fano antiresonance structure and bonding in the [V(H,O),]?* complex 

Meath, W.J., see S. Nakai 

Meletov, K.P., High pressure study of intermolecular resonance interaction in a naphtha- 
lene crystal 

Mohallem, J.R., see H.F.M. da Costa 

Morrison, C.A., J.B. Gruber and M.E. Hills, Energy levels of Cr** ions in C;, sites of 
Y,;Al,;O,> 

Mucha, D., see P. Petelenz 


Nagesha, K., V.R. Marathe and D. Mathur, An experimental and theoretical study of SF?* 
(q=1-3) ions 

Nakai, S. and W.J. Meath, On the validity of the RWA for steady state and temporal pop- 
ulations of molecular states involved in IR multi-photon excitations 

Nasluzov, V.A., see G.L. Gutsev 


Ovchinnikov, A.A., see G.A. Vinogradov 
Owens, T.G., see A.P. Shreve 


154 (1991) 343 
154 (1991) 63 
154 (1991) 449 
154 (1991) 135 
154 (1991) 303 
154 (1991) 13 
154 (1991) 237 


154 (1991) 459 
154 (1991) 459 
154 (1991) 449 


154 (1991) 135 
154 (1991) 425 
154 (1991) 343 
154 (1991) 155 


154 (1991) 395 
154 (1991) 237 


154 (1991) 449 
154 (1991) 367 
154 (1991) 407 


154 (1991) 125 
154 (1991) 125 


154 (1991) 179 
154 (1991) 349 


154 (1991) 469 
154 (1991) 379 


154 (1991) 437 
154 (1991) 145 
154 (1991) 125 


154 (1991) 349 
154 (1991) 291 


154 (1991) 367 
154 (1991) 171 





Author index 


Pacey, P.D., see H. Furue 

Parsegian, V.A., see R. Podgornik 

Partenskii, M.B., M. Cai and P.C. Jordan, A dipolar chain model for the electrostatics of 
transmembrane ion channels, Chem. Phys. 153 (1991) 125-131. Erratum 

Perchard, J.P., see Y. Hannachi 

Petelenz, P. and D. Mucha, Model calculations of the anthracene photocurrent spectrum 

Peyerimhoff, S.D., see A. Banichevich 

Podgornik, R. and V.A. Parsegian, An electrostatic-surface stability interpretation of the 
*hydrophobic” force inferred to occur between mica plates in solutions of soluble 
surfactants 

Port, H., see K. Ulrich 

Procacci, P., A. Tafi, L. Angeloni, R. Righini and P.R. Salvi, Vibrational relaxation in crystal 
SO, 


Rabitz, H., see J.P. Leroy 

Righini, R., see G.F. Signorini 

Righini, R., see P. Procacci 

Riihl, E. and A.P. Hitchcock, Oxygen K-shell excitation spectroscopy of hydrogen peroxide 


Salvi, P.R., see P. Procacci 

Schettino, V., see G.F. Signorini 

Serna, I., see I. Urrecha 

Shokhirev, N.V., E.C. Korolenko, M.B. Taraban and T.V. Leshina, Anomalous magnetic 
effects. The role of association in the recombination of singlet radical pairs in liquids 

Shreve, A.P., J.K. Trautman, T.G. Owens and A.C. Albrecht, A femtosecond study of elec- 
tronic state dynamics of fucoxanthin and implications for photosynthetic carotenoid- 
to-chlorophyll energy transfer mechanisms 

Signorini, G.F., R. Righini and V. Schettino, Lattice dynamics of the orthorhombic phase 
of KCIO,: Ewald’s method in molecular coordinates 

Silvi, B., see Y. Hannachi 

Simas, A.M., see H.F.M. da Costa 

Slaman, M.J. and R.A. Aziz, Quantum effects on thermal diffusion factors at room tem- 
perature for some noble gas pairs 

Smith, P.W., see R.G. McDonald 

Stekolnikov, A.V., see T.A. Cherepanova 

Stranger, R., see R.G. McDonald 

Suter, H.U. and T.K. Ha, A theoretical study on the internal rotation and hyperfine struc- 
tures of the ethyl radical (CH;—CH,;) 


Tafi, A., see P. Procacci 

Tao, Y., Isomerization and unimolecular rearrangement channels of dithioformic acid 

Taraban, M.B., see N.V. Shokhirev 

Taylor, J.W., see F.A. Grimm 

Temme, F.P., see J.P. Colpa 

Temme, F.P. and J.P. Colpa, Structure of MQ-NMR spin spaces under higher %- and 
(%,)' Ysymmetries. III. P/F ((.4%)*D;) subduced irreps for [A]; clusters pertaining to 
the molecular cage ion, [''BH]3~ 


487 


154 (1991) 425 
154 (1991) 477 


154 (1991) 197 
154 (1991) 23 
154 (1991) 145 
154 (1991) 199 


154 (1991) 477 
154 (1991) 311 


154 (1991) 331 


154 (1991) 395 
154 (1991) 245 
154 (1991) 331 
154 (1991) 323 


154 (1991) 331 
154 (1991) 245 
154 (1991) 85 


154 (1991) 237 


154 (1991) 171 


154 (1991) 245 
154 (1991) 23 
154 (1991) 379 


154 (1991) 33 
154 (1991) 179 
154 (1991) 41 
154 (1991) 179 


154 (1991) 227 


154 (1991) 331 
154 (1991) 221 
154 (1991) 237 
154 (1991) 303 
154 (1991) 97 


154 (1991) 111 





488 Author index 


Tomkinson, J., see F. Fillaux 

Tondello, E., see M. Casarin 

Tossell, J.A., Calculation of the inner shell excitation spectra and estimation of the electron 
scattering and dissociative attachment resonance energies of SF,, SO., SF,0, SF,O,, 
SF,, SF,O0 and S>Fio 

Trautman, J.K., see A.P. Shreve 

Traytak, S.D., On the solution of the Debye-Smoluchowski equation with a Coulomb po- 
tential. III. The case of a Boltzmann initial distribution and a perfectly absorbing sink 

Trsic, M., see H.F.M. da Costa 


Ulrich, K., H. Port, H.C. Wolf, J. Wonner, F. Effenberger and H.-D. Ilge, Photochromic 
thiophenefulgides. Photokinetics of two isopropyl derivatives 

Urrecha, I., I. Serna and J. Iturbe, Quasiclassical trajectory study of the two channels of 
the F+ICI system: effect of the collisional energy 


Van Hemert, M.C., see A. Banichevich 

Vinogradov, G.A., V.N. Likhachev and A.A. Ovchinnikov, Motion and geminal recom- 
bination of charged carriers in highly anisotropic three-dimensional systems (Onsager 
theory ) 

Vittadini, A., see M. Casarin 


Wallace, R., see J.P. Leroy 
Whalen, J.M., see H. Furue 
Whitley, T.A., see F.A. Grimm 
Wolf, H.C., see K. Ulrich 
Wonner, J., see K. Ulrich 


Zachilas, L. and S.C. Farantos, Periodic orbits and quantum localization in the van der 
Waals systems CO-Ar 


154 (1991) 135 
154 (1991) 385 


154 (1991) 211 
154 (1991) 171 
154 (1991) 263 
154 (1991) 379 
154 (1991) 311 
154 (1991) 85 
154 (1991) 199 
154 (1991) 367 
154 (1991) 385 
154 (1991) 395 
154 (1991) 425 
154 (1991) 303 


154 (1991) 311 
154 (1991) 311 


154 (1991) 55 





List of Subjects 


1 Methods 


1.1 


tN NM NW be 


—OCOMOI DNA WH = 


~NNNNNNNWN WN NM NNN RN WKN WW BW bo 


Theoretical 


Group theory and algebras * 

Classical mechanics * 

Quantized field theory 

Many body and quasiparticle approaches * 
Coupling schemes and perturbative treatments * 
Relativistic quantum mechanics * 

Transport quantum mechanics * 

Equilibrium statistical mechanics * 

Statistical mechanics of stationary states 
Non-equilibrium thermodynamic and hydrodynamic 
theories 

Ab initio schemes for stationary properties * 
Computational and simulation methods * 
Molecular dynamics and scattering theory * 


Experimental 


Magnetic resonances * 

Cyclotron resonance 

Microwave spectroscopy * 

Infrared spectroscopy * 

Raman spectroscopy * 

Visible and UV spectroscopy * 
Fluorescence spectroscopy * 
Photoelectron and Auger spectroscopy * 
X-ray spectroscopy * 

Electron impact spectroscopy * 

Laser methods * 

Picosecond spectroscopy * 

Non-linear optical spectroscopy * 
Synchrotron spectroscopies 

Coherent optical spectroscopy 

Optical pumping 

Multiple resonance spectroscopy * 
Optoacoustic spectroscopy 

Atomic and molecular beam techniques * 
Time-resolved experiments * 

Mass spectrometry 

Radiolysis 

Mossbauer spectroscopy 

X-ray, electron and neutron diffraction * 
Neutron scattering * 

Light scattering 

Field emission and field ionization 
Measurement of macroscopic variables 


2 Objects 


2.1 Bulk systems 


2.1.1 
2.1.2 
YS 
2.1.4 
a8F 
2.1.5.1 
4.1.3.4 


2.1. 
2. 
2. 
y 
y 
2. 
2. 
2. 


Gases * 
Supersonic beams 
Liquids neat 
Liquid mixtures and solutions * 
Crystals * 
neat * 
mixed 
Glasses * 
Liquid crystals * 
Polymers * 
Semiconductors * 
Metals and alloys 
Thin films * 
Surfaces * 
Low-dimensional materials 
Dielectrics 
Plasmas * 
Biological systems * 


2.2. Microscopic systems 


2.2.1 
2.2.2 
2.2.2.1 
2.2.2.2 
2.2.2.3 
2.2.2.4 
2.2.2.5 
2.2.3 
2.2.3.1 
2.2.3.2 
2.2.3.3 
2.2.3.4 
2.2.4 
2.2.5 
2.2.6 
2.2.7 


Atoms * 
Molecules (neutral and ionic) * 
diatomic * 
small polyatomics * 
aromatics * 
other large * 
polymeric and biological * 
Molecular aggregates * 
dimers * 
van der Waals molecules 
clusters * 
complexes * 
Free radicals (including hydronium and muonium) * 
Quasiparticles (including excitons ) 
Defects and impurities * 
lons and charge carriers * 


* Denotes subjects covered in this volume 





490 


3 Phenomena 


3.1 
3.2 
3.3 
3.4 
3.5 
3.6 
3.7 
3.8 
3.9 
3.10 
3.11 
3.12 
3.12.1 
3.12.2 


3.13 
3.14 
3.15 


Molecular structure * 
Vibrations and rotations of molecules * 
Electronic structure and states * 
Electric and magnetic properties * 
Spin splittings * 
Optical activity * 
Molecular interactions * 
Spectral bandshapes and intensities 
Coupling of electronic and nuclear motion * 
Energy transfer processes * 
Molecular photophysical processes * 
Intramolecular dynamics * 
radiationless transitions 
vibrational energy redistribution (including 
vibrational dissociation ) * 
Luminescence spectra, yields and lifetimes 
Coherence loss processes 
Non-linear responses (including optical ) * 


Multiphoton phenomena * 
Reactions (including dissociation ) * 

gas phase * 

condensed phase * 

photochemical * 
Tunnelling * 
Electron transfer 
Positron annihilation 
Ionization (including Rydberg states ) * 
Molecular motion (including diffusive ) * 
Isotopic effects 
Fluctuations and noise 
Collective motion and excitations 
Surface effects and catalysis 
Thermodynamic and transport properties * 
Structure of solids and liquids * 
Critical phenomena 
Phase transitions 





Subject Index to Volume 154 


Methods 


Theoretical 


Group theory and algebras 


Structure of MQ-NMR spin spaces under higher “%- and (4%)! Ysymmetries. II. P/T (%)!@ 


subduced irreps for sixfold spin clusters pertaining to the molecular cage ion, 
[''BH]é-, J.P. Colpa and F.P. Temme 

Structure of MQ-NMR spin spaces under higher %- and (.4%)!Y symmetries. II. C/T 
((4)'D;) subduced irreps for [A]; clusters pertaining to the molecular cage ion, 
[''BH]3~, F.P. Temme and J.P. Colpa 


Classical mechanics 
Periodic orbits and quantum localization in the van der Waals systems CO-Ar, L. Zachilas 


and S.C. Farantos 


Many body and quasiparticle approaches 

Calculation of excitation energies using quasidegenerate variational perturbation theory 
and multireference-averaged coupled-pair functional theory, M.A. Anderson and 
R.J. Cave 

Analytical potential energy surface for methane in terms of interatomic forces, H. Furue, 
J.F. LeBlanc, P.D. Pacey and J.M. Whalen 


Coupling schemes and perturbative treatments 
Energy levels of Cr** ions in C;,; sites of Y,;Al;O,., C.A. Morrison, J.B. Gruber and 


M.E. Hills 


Relativistic quantum mechanics 
Potential curves and predissociation rates for the heavy species HBr?* and DBr?*, 
A. Banichevich, $.D. Peyerimhoff, B.A. Hess and M.C. van Hemert 


Transport quantum mechanics 

Quantum effects on thermal diffusion factors at room temperature for some noble gas pairs, 
M.J. Slaman and R.A. Aziz 

Low-temperature chemical reactions. Effect of symmetrically coupled vibrations in col- 
linear exchange reactions, V.A. Benderskii, V.I. Goldanskii and D.E. Makarov 


Equilibrium statistical mechanics 
Quantum effects on thermal diffusion factors at room temperature for some noble gas pairs, 


M.J. Slaman and R.A. Aziz 


154 (1991) 97 


154 (1991) 111 


154 (1991) 55 


154 (1991) 1 


154 (1991) 425 


154 (1991) 437 


154 (1991) 199 


154. (1991) 33 


154 (1991) 407 


154 (1991) 33 





492 Subject index 


Polyatomic fluids near solid surfaces: a weighted-density-functional approach, 


T.A. Cherepanova and A.V. Stekolnikov 
A dipolar chain model for the electrostatics of transmembrane ion channels, Chem. Phys. 
153 (1991) 125-131. Erratum, M.B. Partenskii, M. Cai and P.C. Jordan 


Ab initio schemes for stationary properties 

Calculation of excitation energies using quasidegenerate variational perturbation theory 
and multireference-averaged coupled-pair functional theory, M.A. Anderson and 
R.J. Cave 

Theoretical study of the electronic spectrum of ammonia: generalized oscillator strength 
calculations for the A-X transition, L. Chantranupong, G. Hirsch, R.J. Buenker, 
M. Kimura and M.A. Dillon 

Ab initio study of the infrared photoconversion in the water—hydrogen iodide system, 
Y. Hannachi, B. Silvi, J.P. Perchard and Y. Bouteiller 

An experimental and theoretical study of SF?* (q=1-3) ions, K. Nagesha, V.R. Marathe 
and D. Mathur 

Potential curves and predissociation rates for the heavy species HBr?* and DBr’*t, 
A. Banichevich, $.D. Peyerimhoff, B.A. Hess and M.C. van Hemert 

Calculation of the inner shell excitation spectra and estimation of the electron scattering 
and dissociative attachment resonance energies of SF,, SO., SF,O, SFO, SF4, SF,O 
and S>Fjo, J.A. Tossell 

Isomerization and unimolecular rearrangement channels of dithioformic acid, Y. Tao 

A theoretical study on the internal rotation and hyperfine structures of the ethyl radical 
(CH,—-CH,;), H.U. Suter and T.K. Ha 

Rotational spectrum and structure of the linear HCN-HCCH dimer, A.I. Jaman, 
T.C. Germann, H.S. Gutowsky, J.D. Augspurger and C.E. Dykstra 

Model potentials in numerical local density functional methods, 
V.K. Gryaznov and V.A. Nasluzov 

The generator coordinate Hartree-Fock method for molecular systems. Formalism and 
first applications to H5, LiH and Li,, H.F.M. da Costa, A.B.F. da Silva, J.R. Mohallem, 
A.M. Simas and M. Trsic 

A theoretical investigation of the hyperfine properties of normal and anomalous muonium 
in elemental semiconductors: diamond, silicon and germanium, M. Casarin, 
G. Granozzi, E. Tondello and A. Vittadini 

Quantum kinetic energy operator for a group of particles in terms of scalar basic rotational 
invariant coordinates derived from a generalized Jacobi vector (GJV) description. III. 
A metric tensors approach, J.P. Leroy, H. Rabitz and R. Wallace 


G.L. Gutsev, 


Computational and simulation methods 

Connecting level statistics and reaction dynamics: mode selective decay of resonant states 
for HXXH-type molecules, B. Hartke and W. Karrlein 

Quasiclassical trajectory study of the two channels of the F+ICI system: effect of the col- 
lisional energy, I. Urrecha, I. Serna and J. Iturbe 

Anomalous magnetic effects. The role of association in the recombination of singlet radical 
pairs in liquids, N.V. Shokhirev, E.C. Korolenko, M.B. Taraban and T.V. Leshina 

Lattice dynamics of the orthorhombic phase of KCIO,: Ewald’s method in molecular co- 
ordinates, G.F. Signorini, R. Righini and V. Schettino 


154 (1991) 41 


154 (1991) 197 


154 (1991) 1 


154 (1991) 13 
154 (1991) 23 
154 (1991) 125 
154 (1991) 199 
154 (1991) 211 
154 (1991) 221 
154 (1991) 227 
154 (1991) 281 


154 (1991) 291 


154 (1991) 379 


154 (1991) 385 


154 (1991) 395 


154 (1991) 63 
154 (1991) 85 
154 (1991) 237 


154 (1991) 245 





Subject index 


On the solution of the Debye-—Smoluchowski equation with a Coulomb potential. III. The 
case of a Boltzmann initial distribution and a perfectly absorbing sink, §.D. Traytak 

On the validity of the RWA for steady state and temporal populations of molecular states 
involved in IR multi-photon excitations, S. Nakai and W.J. Meath 

Motion and geminal recombination of charged carriers in highly anisotropic three-di- 
mensional systems (Onsager theory), G.A. Vinogradov, V.N. Likhachev and 
A.A. Ovchinnikov 

The generator coordinate Hartree-Fock method for molecular systems. Formalism and 
first applications to H;, LiH and Li,, H.F.M. da Costa, A.B.F. da Silva, J.R. Mohallem, 
A.M. Simas and M. Trsic 


Molecular dynamics and scattering theory 

Periodic orbits and quantum localization in the van der Waals systems CO-Ar, L. Zachilas 
and S.C. Farantos 

Connecting level statistics and reaction dynamics: mode selective decay of resonant states 
for HX XH-type molecules, B. Hartke and W. Karrlein 

Quasiclassical trajectory study of the two channels of the F+ICI system: effect of the col- 
lisional energy, I. Urrecha, I. Serna and J. Iturbe 

Quantum kinetic energy operator for a group of particles in terms of scalar basic rotational 
invariant coordinates derived from a generalized Jacobi vector (GJV ) description. III. 
A metric tensors approach, J.P. Leroy, H. Rabitz and R. Wallace 

Low-temperature chemical reactions. Effect of symmetrically coupled vibrations in col- 
linear exchange reactions, V.A. Benderskii, V.I. Goldanskii and D.E. Makarov 


Experimental 


Magnetic resonances 

Structure of MQ-NMR spin spaces under higher %- and (.%)! Ysymmetries. I. F/T (4%) ¢ 
subduced irreps for sixfold spin clusters pertaining to the molecular cage ion, 
[''BH]Z-, J.P. Colpa and F.P. Temme 

Structure of MQ-NMR spin spaces under higher %- and (.%,)'Y symmetries. III. r/T 
((4)'Ds;) subduced irreps for [A], clusters pertaining to the molecular cage ion, 
[''BH]3~, F.P. Temme and J.P. Colpa 


Microwave spectroscopy 
Rotational spectrum and structure of the linear HCN-HCCH dimer, A.I. Jaman, 
T.C. Germann, H.S. Gutowsky, J.D. Augspurger and C.E. Dykstra 


Infrared spectroscopy 

Proton transfer dynamics in the hydrogen bond. Inelastic neutron scattering, infrared and 
Raman spectra of Na,;H(SO,)>, K;H(SO,), and Rb;H(SO,)>, F. Fillaux, A. Lautié, 
J. Tomkinson and G.J. Kearley 

Circular birefringence and dichroism due to shear stress: optical measurement of non- 
Newtonian viscosity, M.W. Evans 

Triplet state IR spectroscopy of aromatic homocycles and heterocycles, H. Krumschmidt 
and C. Kryschi 


154 (1991) 263 


154 (1991) 349 


154 (1991) 367 


154 (1991) 379 


154 (1991) 55 


154 (1991) 63 


154 (1991) 85 


154 (1991) 395 


154 (1991) 407 


154 (1991) 97 


154 (1991) 111 


154 (1991) 281 


154 (1991) 135 
154 (1991) 193 


154 (1991) 459 





494 5 Subject index 


Raman spectroscopy 
Proton transfer dynamics in the hydrogen bond. Inelastic neutron scattering, infrared and 
Raman spectra of Na;H(SO,)>2, K;H(SO,). and Rb;H(SO,)>, F. Fillaux, A. Lautié, 


J. Tomkinson and G.J. Kearley 


Visible and UV spectroscopy 

Model calculations of the anthracene photocurrent spectrum, P. Petelenz and D. Mucha 

Photochromic thiophenefulgides. Photokinetics of two isopropyl derivatives, K. Ulrich, 
H. Port, H.C. Wolf, J. Wonner, F. Effenberger and H.-D. Ilge 

Energy levels of Cr**+ ions in C;, sites of Y3;Al;0,2, C.A. Morrison, J.B. Gruber and 
M.E. Hills 

High pressure study of intermolecular resonance interaction in a naphthalene crystal, 


K.P. Meletov 


Fluorescence spectroscopy 

A femtosecond study of electronic state dynamics of fucoxanthin and implications for pho- 
tosynthetic carotenoid-to-chlorophyll energy transfer mechanisms, A.P. Shreve, 
J.K. Trautman, T.G. Owens and A.C. Albrecht 


Photoelectron and Auger spectroscopy 

Unusual features in the polarised’ single crystal electronic spectrum of 
(NH,)2[V(H2O),](SO,)2: analysis of Fano antiresonance structure and bonding in 
the [V(H,O),]** complex, R.G. McDonald, R. Stranger, M.A. Hitchman and 
P.W. Smith 

Model potentials in numerical local 
V.K. Gryaznov and V.A. Nasluzov 

Absolute partial photoionization cross sections of ethylene, F.A. Grimm, T.A. Whitley, 
P.R. Keller and J.W. Taylor 


density functional methods, G.L. Gutsev, 


X-ray spectroscopy 
Oxygen K-shell excitation spectroscopy of hydrogen peroxide, E. Riihl and A.P. Hitchcock 


Electron impact spectroscopy 
Oxygen K-shell excitation spectroscopy of hydrogen peroxide, E. Riihl and A.P. Hitchcock 


Laser methods 

Kinetics and magnetic field effect in geminate recombination of triplet radical pairs ad- 
sorbed onto porous glass studied by laser flash technique, P.P. Levin, I.V. Katalnikov 
and V.A. Kuzmin 


Picosecond spectroscopy 

Picosecond time-resolved absorption and fluorescence in the bacteriorhodopsin photo- 
cycle: vibrationally-excited species, D. Blanchard, D.A. Gilmore, T.L. Brack, H. Lemaire, 
D. Hughes and G.H. Atkinson 

Vibrational relaxation in crystal SO, P. Procacci, A. Tafi, L. Angeloni, R. Righini and 
P.R. Salvi 

Resonant degenerate four wave mixing and scaling laws for saturable absorption in thin 
films of conjugated polymers and Rhodamine 6G, C. Bubeck, A. Kaltbeitzel, A. Grund 


and M. LeClerc 


154 (1991) 135 


154 (1991) 145 
154 (1991) 311 
154 (1991) 437 


154 (1991) 469 


154 (1991) 171 


154 (1991) 179 
154 (1991) 291 


154 (1991) 303 


154 (1991) 323 


154 (1991) 323 


154 (1991) 449 


154 (1991) 155 


154 (1991) 331 


154 (1991) 343 





Subject index 


Non-linear optical spectroscopy 

Resonant degenerate four wave mixing and scaling laws for saturable absorption in thin 
films of conjugated polymers and Rhodamine 6G, C. Bubeck, A. Kaltbeitzel, A. Grund 
and M. LeClerc 


Multiple resonance spectroscopy 

Structure of MQ-NMR spin spaces under higher %- and (4%)! Ysymmetries. II. C/T (K%)!@ 
subduced irreps for sixfold spin clusters pertaining to the molecular cage ion, 
[''BH]2-, J.P. Colpa and F.P. Temme 

Structure of MQ-NMR spin spaces under higher %- and (%)!Y symmetries. III. P/T 
((4)'D;) subduced irreps for [A]; clusters pertaining to the molecular cage ion, 
[''BH]3~, F.P. Temme and J.P. Colpa 


Atomic and molecular beam techniques 
An experimental and theoretical study of SF** (¢q=1-3) ions, K. Nagesha, V.R. Marathe 
and D. Mathur 


Time-resolved experiments 

Picosecond time-resolved absorption and fluorescence in the bacteriorhodopsin photo- 
cycle: vibrationally-excited species, D. Blanchard, D.A. Gilmore, T.L. Brack, H. Lemaire, 
D. Hughes and G.H. Atkinson 

A femtosecond study of electronic state dynamics of fucoxanthin and implications for pho- 
tosynthetic carotenoid-to-chlorophyll energy transfer mechanisms, A.P. Shreve, 
J.K. Trautman, T.G. Owens and A.C. Albrecht 

Kinetics and magnetic field effect in geminate recombination of triplet radical pairs ad- 
sorbed onto porous glass studied by laser flash technique, P.P. Levin, I.V. Katalnikov 
and V.A. Kuzmin 

Triplet state IR spectroscopy of aromatic homocycles and heterocycles, H. Krumschmidt 
and C. Kryschi 


X-ray, electron and neutron diffraction 
An electrostatic-surface stability interpretation of the *hydrophobic” force inferred to oc- 
cur between mica plates in solutions of soluble surfactants, R. Podgornik and 


V.A. Parsegian 


Neutron scattering 
Proton transfer dynamics in the hydrogen bond. Inelastic neutron scattering, infrared and 
Raman spectra of Na;H(SO,)>., K,;H(SO,). and Rb;H(SO,)>, F. Fillaux, A. Lautié, 


J. Tomkinson and G.J. Kearley 


Objects 
Bulk systems 
Gases 


Quantum effects on thermal diffusion factors at room temperature for some noble gas pairs, 
M.J. Slaman and R.A. Aziz 


154 (1991) 343 


154 (1991) 97 


154 (1991) 111 


154 (1991) 125 


154 (1991) 155 


154 (1991) 171 


154 (1991) 449 


154 (1991) 459 


154 (1991) 477 


154 (1991) 135 


154 (1991) 33 





496 Subject index 


Absolute partial photoionization cross sections of ethylene, F.A. Grimm, T.A. Whitley, 
P.R. Keller and J.W. Taylor 


Liquid mixtures and solutions 

On the solution of the Debye-Smoluchowski equation with a Coulomb potential. III. The 
case of a Boltzmann initial distribution and a perfectly absorbing sink, S.D. Traytak 

Photochromic thiophenefulgides. Photokinetics of two isopropyl derivatives, K. Ulrich, 
H. Port, H.C. Wolf, J. Wonner, F. Effenberger and H.-D. Ilge 


Crystals 
Proton transfer dynamics in the hydrogen bond. Inelastic neutron scattering, infrared and 


Raman spectra of Na,;H(SO,)>, K;H(SO,), and Rb;H(SO,)>, F. Fillaux, A. Lautié, 
J. Tomkinson and G.J. Kearley 

Unusual features in the’ polarised’ single crystal electronic spectrum’ of 
(NH,)>.[V(H,0O),](SO,).: analysis of Fano antiresonance structure and bonding in 
the [V(H,O),]?* complex, R.G. McDonald, R. Stranger, M.A. Hitchman and 
P.W. Smith 

Lattice dynamics of the orthorhombic phase of KCIO,: Ewald’s method in molecular co- 
ordinates, G.F. Signorini, R. Righini and V. Schettino 

Energy levels of Cr** ions in C3, sites of Y;Al;0,, C.A. Morrison, J.B. Gruber and 
M.E. Hills 

High pressure study of intermolecular resonance interaction in a naphthalene crystal, 
K.P. Meletov 


—neat 
Model calculations of the anthracene photocurrent spectrum, P. Petelenz and D. Mucha 
Vibrational relaxation in crystal SO,, P. Procacci, A. Tafi, L. Angeloni, R. Righini and 


P.R. Salvi 


Glasses 
Triplet state IR spectroscopy of aromatic homocycles and heterocycles, H. Krumschmidt 


and C. Kryschi 


Liquid crystals 
An electrostatic-surface stability interpretation of the *hydrophobic” force inferred to oc- 
cur between mica plates in solutions of soluble surfactants, R. Podgornik and 


V.A. Parsegian 


Polymers 

Resonant degenerate four wave mixing and scaling laws for saturable absorption in thin 
films of conjugated polymers and Rhodamine 6G, C. Bubeck, A. Kaltbeitzel, A. Grund 
and M. LeClerc 

Motion and geminal recombination of charged carriers in highly anisotropic three-di- 
mensional systems (Onsager theory), G.A. Vinogradov, V.N.Likhachev and 


A.A. Ovchinnikov 


154 (1991) 303 


154 (1991) 263 


154 (1991) 311 


154 (1991) 135 


154 (1991) 179 
154 (1991) 245 
154 (1991) 437 


154 (1991) 469 


154 (1991) 145 


154 (1991) 331 


154 (1991) 459 


154 (1991) 477 


154 (1991) 343 


154 (1991) 367 





Subject index 


Semiconductors 

A theoretical investigation of the hyperfine properties of normal and anomalous muonium 
in elemental semiconductors: diamond, silicon and germanium, M. Casarin, 
G. Granozzi, E. Tondello and A. Vittadini 


Thin films 
Resonant degenerate four wave mixing and scaling laws for saturable absorption in thin 
films of conjugated polymers and Rhodamine 6G, C. Bubeck, A. Kaltbeitzel, A. Grund 


and M. LeClerc 


Surfaces 

Polyatomic fluids near solid surfaces: 
T.A. Cherepanova and A.V. Stekolnikov 

Kinetics and magnetic field effect in geminate recombination of triplet radical pairs ad- 
sorbed onto porous glass studied by laser flash technique, P.P. Levin, I.V. Katalnikov 
and V.A. Kuzmin 


a weighted-density-functional approach, 


Plasmas 
Calculation of the inner shell excitation spectra and estimation of the electron scattering 


and dissociative attachment resonance energies of SF;, SO,, SF,O, SF,0,, SF,, SF,0 
and S3F jo, J.A. Tossell 


Biological systems 


Picosecond time-resolved absorption and fluorescence in the bacteriorhodopsin photo- 
cycle: vibrationally-excited species, D. Blanchard, D.A. Gilmore, T.L. Brack, H. Lemaire, 


D. Hughes and G.H. Atkinson 
A femtosecond study of electronic state dynamics of fucoxanthin and implications for pho- 


tosynthetic carotenoid-to-chlorophyll energy transfer mechanisms, A.P. Shreve, 


J.K. Trautman, T.G. Owens and A.C. Albrecht 
A dipolar chain model for the electrostatics of transmembrane ion channels, Chem. Phys. 
153 (1991) 125-131. Erratum, M.B. Partenskii, M. Cai and P.C. Jordan 


Microscopic systems 


Atoms 

Calculation of excitation energies using quasidegenerate variational perturbation theory 
and multireference-averaged coupled-pair functional theory, M.A. Anderson and 
R.J. Cave 

Quantum effects on thermal diffusion factors at room temperature for some noble gas pairs, 
M.J. Slaman and R.A. Aziz 


Molecules (neutral and ionic) 

Quasiclassical trajectory study of the two channels of the F+ICI system: effect of the col- 
lisional energy, I. Urrecha, I. Serna and J. Iturbe 

Isomerization and unimolecular rearrangement channels of dithioformic acid, Y. Tao 

Lattice dynamics of the orthorhombic phase of KCIO,: Ewald’s method in molecular co- 
ordinates, G.F. Signorini, R. Righini and V. Schettino 

On the validity of the RWA for steady state and temporal populations of molecular states 
involved in IR multi-photon excitations, S. Nakai and W.J. Meath 


154 (1991) 385 


154 (1991) 343 


154 (1991) 41 


154 (1991) 449 


154 (1991) 211 


154 (1991) 155 


154 (1991) 171 


154 (1991) 197 


154 (1991) 1 


154 (1991) 33 


154 (1991) 85 
154 (1991) 221 


154 (1991) 245 


154 (1991) 349 





498 Subject index 


—diatomic 

Polyatomic fluids near solid surfaces: 
T.A. Cherepanova and A.V. Stekolnikov 

An experimental and theoretical study of SF** (q¢g=1-3) ions, K. Nagesha, V.R. Marathe 
and D. Mathur 

Potential curves and predissociation rates for the heavy species HBr?* and DBr’*, 
A. Banichevich, §.D. Peyerimhoff, B.A. Hess and M.C. van Hemert 

On the validity of the RWA for steady state and temporal populations of molecular states 
involved in IR multi-photon excitations, S. Nakai and W.J. Meath 

The generator coordinate Hartree-Fock method for molecular systems. Formalism and 
first applications to H,, LiH and Li,, H.F.M. da Costa, A.B.F. da Silva, J.R. Mohallem, 
A.M. Simas and M. Trsic 


a weighted-density-functional approach, 


-small polyatomics 

Calculation of excitation energies using quasidegenerate variational perturbation theory 
and multireference-averaged coupled-pair functional theory, M.A. Anderson and 
R.J. Cave 

Theoretical study of the electronic spectrum of ammonia: generalized oscillator strength 
calculations for the A-X transition, L. Chantranupong, G. Hirsch, R.J. Buenker, 
M. Kimura and M.A. Dillon 

Polyatomic fluids near solid surfaces: 
T.A. Cherepanova and A.V. Stekolnikov 

Periodic orbits and quantum localization in the van der Waals systems CO-Ar, L. Zachilas 
and S.C. Farantos 

Connecting level statistics and reaction dynamics: mode selective decay of resonant states 
for HXXH-type molecules, B. Hartke and W. Karrlein 

Isomerization and unimolecular rearrangement channels of dithioformic acid, Y. Tao 

A theoretical study on the internal rotation and hyperfine structures of the ethyl radical 
(CH;-CH;), H.U. Suter and T.K. Ha 

Absolute partial photoionization cross sections of ethylene, F.A. Grimm, T.A. Whitley, 
P.R. Keller and J.W. Taylor 

Oxygen K-shell excitation spectroscopy of hydrogen peroxide, E. Riihl and A.P. Hitchcock 

On the validity of the RWA for steady state and temporal populations of molecular states 
involved in IR multi-photon excitations, S. Nakai and W.J. Meath 

Quantum kinetic energy operator for a group of particles in terms of scalar basic rotational 
invariant coordinates derived from a generalized Jacobi vector (GJV ) description. III. 
A metric tensors approach, J.P. Leroy, H. Rabitz and R. Wallace 

Analytical potential energy surface for methane in terms of interatomic forces, H. Furue, 
J.F. LeBlanc, P.D. Pacey and J.M. Whalen 


a weighted-density-functional approach, 


-—aromatics 

Photochromic thiophenefulgides. Photokinetics of two isopropyl derivatives, K. Ulrich, 
H. Port, H.C. Wolf, J. Wonner, F. Effenberger and H.-D. Ilge 

Triplet state IR spectroscopy of aromatic homocycles and heterocycles, H. Krumschmidt 


and C. Kryschi 


154 (1991) 41 
154 (1991) 125 
154 (1991) 199 


154 (1991) 349 


154 (1991) 379 


154 (1991) 1 


154 (1991) 13 
154 (1991) 41 
154 (1991) 55 


154 (1991) 63 
154 (1991) 221 


154 (1991) 227 


154 (1991) 303 
154 (1991) 323 


154 (1991) 349 


154 (1991) 395 


154 (1991) 425 


154 (1991) 311 


154 (1991) 459 





Subject index 


-other large 


Structure of MQ-NMR spin spaces under higher %- and (4%)! symmetries. II. F/F (%)+ 


subduced irreps for sixfold spin clusters pertaining to the molecular cage ion, 
[''BH]z-, J.P. Colpa and F.P. Temme 

Structure of MQ-NMR spin spaces under higher %- and (.4%)!Y symmetries. II. C/T 
((.4)*D;) subduced irreps for [A]; clusters pertaining to the molecular cage ion, 
[''BH]3~, F.P. Temme and J.P. Colpa 

Calculation of the inner shell excitation spectra and estimation of the electron scattering 
and dissociative attachment resonance energies of SF,, SO, SF,0, SF,O>, SF,, SF,O 
and S>Fjo, J.A. Tossell 

Model potentials in numerical local 
V.K. Gryaznov and V.A. Nasluzov 


density functional methods, G.L. Gutsev, 


-polymeric and biological 
Picosecond time-resolved absorption and fluorescence in the bacteriorhodopsin photo- 
cycle: vibrationally-excited species, D. Blanchard, D.A. Gilmore, T.L. Brack, H. Lemaire, 


D. Hughes and G.H. Atkinson 


Molecular aggregates 


—dimers 

Ab initio study of the infrared photoconversion in the water—hydrogen iodide system, 
Y. Hannachi, B. Silvi, J.P. Perchard and Y. Bouteiller 

Rotational spectrum and structure of the linear HCN-HCCH dimer, A.I. Jaman, 


T.C. Germann, H.S. Gutowsky, J.D. Augspurger and C.E. Dykstra 


—clusters 

Model potentials in numerical local 
V.K. Gryaznov and V.A. Nasluzov 

An electrostatic-surface stability interpretation of the hydrophobic” force inferred to oc- 
cur between mica plates in solutions of soluble surfactants, R. Podgornik and 
V.A. Parsegian 


density functional methods, G.L. Gutsev, 


—complexes 

Anomalous magnetic effects. The role of association in the recombination of singlet radical 
pairs in liquids, N.V. Shokhirev, E.C. Korolenko, M.B. Taraban and T.V. Leshina 

Low-temperature chemical reactions. Effect of symmetrically coupled vibrations in col- 
linear exchange reactions, V.A. Benderskii, V.I. Goldanskii and D.E. Makarov 


Free radicals (including hydronium and muonium) 

Anomalous magnetic effects. The role of association in the recombination of singlet radical 
pairs in liquids, N.V. Shokhirev, E.C. Korolenko, M.B. Taraban and T.V. Leshina 
Kinetics and magnetic field effect in geminate recombination of triplet radical pairs ad- 
sorbed onto porous glass studied by laser flash technique, P.P. Levin, I.V. Katalnikov 

and V.A. Kuzmin 


154 (1991) 97 


154 (1991) 111 


154 (1991) 211 


154 (1991) 291 


154 (1991) 155 


154 (1991) 23 


154 (1991) 281 


154 (1991) 291 


154 (1991) 477 


154 (1991) 237 


154 (1991) 407 


154 (1991) 237 


154 (1991) 449 





500 Subject index 


Defects and impurities 
A theoretical investigation of the hyperfine properties of normal and anomalous muonium 


in elemental semiconductors: diamond, silicon and germanium, M. Casarin, 
G. Granozzi, E. Tondello and A. Vittadini 


Tons and charge carriers 

Model calculations of the anthracene photocurrent spectrum, P. Petelenz and D. Mucha 

Potential curves and predissociation rates for the heavy species HBr** and DBr’*, 
A. Banichevich, S.D. Peyerimhoff, B.A. Hess and M.C. van Hemert 

On the solution of the Debye-Smoluchowski equation with a Coulomb potential. III. The 
case of a Boltzmann initial distribution and a perfectly absorbing sink, $.D. Traytak 


Phenomena 


Molecular structure 

Ab initio study of the infrared photoconversion in the water-hydrogen iodide system, 
Y. Hannachi, B. Silvi, J.P. Perchard and Y. Bouteiller 

Isomerization and unimolecular rearrangement channels of dithioformic acid, Y. Tao 

A theoretical study on the internal rotation and hyperfine structures of the ethyl radical 
(CH,-CH;), H.U. Suter and T.K. Ha 

The generator coordinate Hartree-Fock method for molecular systems. Formalism and 
first applications to H,, LiH and Li,, H.F.M. da Costa, A.B.F. da Silva, J.R. Mohallem, 
A.M. Simas and M. Trsic 


Vibrations and rotations of molecules 

Periodic orbits and quantum localization in the van der Waals systems CO-Ar, L. Zachilas 
and S.C. Farantos 

Connecting level statistics and reaction dynamics: mode selective decay of resonant states 
for HXXH-type molecules, B. Hartke and W. Karrlein 

Lattice dynamics of the orthorhombic phase of KCIO,: Ewald’s method in molecular co- 
ordinates, G.F. Signorini, R. Righini and V. Schettino 

Quantum kinetic energy operator for a group of particles in terms of scalar basic rotational 
invariant coordinates derived from a generalized Jacobi vector (GJV ) description. III. 
A metric tensors approach, J.P. Leroy, H. Rabitz and R. Wallace 

Triplet state IR spectroscopy of aromatic homocycles and heterocycles, H. Krumschmidt 
and C. Kryschi 


Electronic structure and states 

Calculation of excitation energies using quasidegenerate variational perturbation theory 
and multireference-averaged coupled-pair functional theory, M.A. Anderson and 
R.J. Cave 

Theoretical study of the electronic spectrum of ammonia: generalized oscillator strength 
calculations for the A-X transition, L. Chantranupong, G. Hirsch, R.J. Buenker, 
M. Kimura and M.A. Dillon 

An experimental and theoretical study of SF** (q=1-3) ions, K. Nagesha, V.R. Marathe 
and D. Mathur 

Model calculations of the anthracene photocurrent spectrum, P. Petelenz and D. Mucha 


154 (1991) 385 


154 (1991) 145 
154 (1991) 199 


154 (1991) 263 


154 (1991) 23 
154 (1991) 221 


154 (1991) 227 


154 (1991) 379 


154 (1991) 55 
154 (1991) 63 


154 (1991) 245 


154 (1991) 395 


154 (1991) 459 


154 (1991) 1 


154 (1991) 13 


154 (1991) 125 
154 (1991) 145 





Subject index 


Unusual features in the’ polarised’ single crystal electronic spectrum of 
(NH,)2[V(H,O).](SO,)>2: analysis of Fano antiresonance structure and bonding in 
the [V(H,O),]?* complex, R.G. McDonald, R. Stranger, M.A. Hitchman and 
P.W. Smith 

Potential curves and predissociation rates for the heavy species HBr** and DBr’*, 
A. Banichevich, S.D. Peyerimhoff, B.A. Hess and M.C. van Hemert 

Calculation of the inner shell excitation spectra and estimation of the electron scattering 
and dissociative attachment resonance energies of SF,, SO,, SFO, SF,O>, SF,, SF,O 
and S>Fjo, J.A. Tossell 

A theoretical study on the internal rotation and hyperfine structures of the ethyl radical 
(CH,—-CH,;), H.U. Suter and T.K. Ha 

Model potentials in numerical local 
V.K. Gryaznov and V.A. Nasluzov 

Absolute partial photoionization cross sections of ethylene, F.A. Grimm, T.A. Whitley, 
P.R. Keller and J.W. Taylor 

Oxygen K-shell excitation spectroscopy of hydrogen peroxide, E. Riihl and A.P. Hitchcock 

The generator coordinate Hartree-Fock method for molecular systems. Formalism and 
first applications to H,, LiH and Li,, H.F.M. da Costa, A.B.F. da Silva, J.R. Mohallem, 
A.M. Simas and M. Trsic 

A theoretical investigation of the hyperfine properties of normal and anomalous muonium 
in elemental semiconductors: diamond, silicon and germanium, M. Casarin, 
G. Granozzi, E. Tondello and A. Vittadini 

Energy levels of Cr** ions in C;, sites of Y;Al,O,., C.A. Morrison, J.B. Gruber and 
M.E. Hills 


density functional methods, G.L. Gutsev, 


Electric and magnetic properties 

Model calculations of the anthracene photocurrent spectrum, P. Petelenz and D. Mucha 

A dipolar chain model for the electrostatics of transmembrane ion channels, Chem. Phys. 
153 (1991) 125-131. Erratum, M.B. Partenskii, M. Cai and P.C. Jordan 

A theoretical study on the internal rotation and hyperfine structures of the ethyl radical 
(CH;-CH,), H.U. Suter and T.K. Ha 

Motion and geminal recombination of charged carriers in highly anisotropic three-di- 
mensional systems (Onsager theory), G.A. Vinogradov, V.N.Likhachev and 
A.A. Ovchinnikov 


Spin splittings 

Structure of MQ-NMR spin spaces under higher %- and (4%)! Ysymmetries. II. F/T (%)!é 
subduced irreps for sixfold spin clusters pertaining to the molecular cage ion, 
[''BH]2-, J.P. Colpa and F.P. Temme 

Structure of MQ-NMR spin spaces under higher %- and (4%)! Y symmetries. II. C/T 
((4%)'D;) subduced irreps for [A], clusters pertaining to the molecular cage ion, 
[''BH]3~, F.P. Temme and J.P. Colpa 

Energy levels of Cr** ions in C;, sites of Y;Al,0,., C.A. Morrison, J.B. Gruber and 
M.E. Hills 


Optical activity 
Circular birefringence and dichroism due to shear stress: optical measurement of non- 
Newtonian viscosity, M.W. Evans 


154 (1991) 179 


154 (1991) 199 


154 (1991) 211 
154 (1991) 227 
154 (1991) 291 
154 (1991) 303 
154 (1991) 323 


154 (1991) 379 


154 (1991) 385 


154 (1991) 437 


154 (1991) 145 
154 (1991) 197 


154 (1991) 227 


154 (1991) 367 


154 (1991) 97 


154 (1991) 111 


154 (1991) 437 


154 (1991) 193 





502 Subject index 


Molecular interactions 

High pressure study of intermolecular resonance interaction in a naphthalene crystal, 
K.P. Meletov 

An electrostatic-surface stability interpretation of the *hydrophobic” force inferred to oc- 
cur between mica plates in solutions of soluble surfactants, R. Podgornik and 


V.A. Parsegian 


Coupling of electronic and nuclear motion 
Anomalous magnetic effects. The role of association in the recombination of singlet radical 
pairs in liquids, N.V. Shokhirev, E.C. Korolenko, M.B. Taraban and T.V. Leshina 


Energy transfer processes 

A femtosecond study of electronic state dynamics of fucoxanthin and implications for pho- 
tosynthetic carotenoid-to-chlorophyll energy transfer mechanisms, A.P. Shreve, 
J.K. Trautman, T.G. Owens and A.C. Albrecht 


Molecular photophysical processes 

Theoretical study of the electronic spectrum of ammonia: generalized oscillator strength 
calculations for the A-X transition, L. Chantranupong, G. Hirsch, R.J. Buenker, 
M. Kimura and M.A. Dillon 

Photochromic thiophenefulgides. Photokinetics of two isopropyl derivatives, K. Ulrich, 
H. Port, H.C. Wolf, J. Wonner, F. Effenberger and H.-D. Ilge 

Oxygen K-shell excitation spectroscopy of hydrogen peroxide, E. Riihl and A.P. Hitchcock 


On the validity of the RWA for steady state and temporal populations of molecular states 
involved in IR multi-photon excitations, S. Nakai and W.J. Meath 


Intramolecular dynamics 

A femtosecond study of electronic state dynamics of fucoxanthin and implications for pho- 
tosynthetic carotenoid-to-chlorophyll energy transfer mechanisms, A.P. Shreve, 
J.K. Trautman, T.G. Owens and A.C. Albrecht 

Isomerization and unimolecular rearrangement channels of dithioformic acid, Y. Tao 

Quantum kinetic energy operator for a group of particles in terms of scalar basic rotational 
invariant coordinates derived from a generalized Jacobi vector (GJV ) description. III. 
A metric tensors approach, J.P. Leroy, H. Rabitz and R. Wallace 


-vibrational energy redistribution (including vibrational dissociation) 
Connecting level statistics and reaction dynamics: mode selective decay of resonant states 
for HXXH-type molecules, B. Hartke and W. Karrlein 


Non-linear responses (including optical) 

Resonant degenerate four wave mixing and scaling laws for saturable absorption in thin 
films of conjugated polymers and Rhodamine 6G, C. Bubeck, A. Kaltbeitzel, A. Grund 
and M. LeClerc 


Multiphoton phenomena 
On the validity of the RWA for steady state and temporal populations of molecular states 
involved in IR multi-photon excitations, S. Nakai and W.J. Meath 


154 (1991) 469 


154 (1991) 477 


154 (1991) 237 


154 (1991) 171 


154 (1991) 13 


154 (1991) 311 
154 (1991) 323 


154 (1991) 349 


154 (1991) 171 
154 (1991) 221 


154 (1991) 395 


154 (1991) 63 


154 (1991) 343 


154 (1991) 349 





Subject index 


Reactions (including dissociation) 

Quasiclassical trajectory study of the two channels of the F+ICI system: effect of the col- 
lisional energy, I. Urrecha, I. Serna and J. Iturbe 

-gas phase 

An experimental and theoretical study of SF’* (q=1-3) ions, K. Nagesha, V.R. Marathe 
and D. Mathur 

Calculation of the inner shell excitation spectra and estimation of the electron scattering 
and dissociative attachment resonance energies of SF;, SO, SF,O, SF,0,, SF,, SF,O 
and S3Fjo, J.A. Tossell 

Analytical potential energy surface for methane in terms of interatomic forces, H. Furue, 
J.F. LeBlanc, P.D. Pacey and J.M. Whalen 


-—condensed phase 

On the solution of the Debye-Smoluchowski equation with a Coulomb potential. III. The 
case of a Boltzmann initial distribution and a perfectly absorbing sink, $.D. Traytak 

Low-temperature chemical reactions. Effect of symmetrically coupled vibrations in col- 
linear exchange reactions, V.A. Benderskii, V.I. Goldanskii and D.E. Makarov 


-photochemical 

Picosecond time-resolved absorption and fluorescence in the bacteriorhodopsin photo- 
cycle: vibrationally-excited species, D. Blanchard, D.A. Gilmore, T.L. Brack, H. Lemaire, 
D. Hughes and G.H. Atkinson 

Kinetics and magnetic field effect in geminate recombination of triplet radical pairs ad- 


sorbed onto porous glass studied by laser flash technique, P.P. Levin, I.V. Katalnikov 
and V.A. Kuzmin 


Tunnelling 

Proton transfer dynamics in the hydrogen bond. Inelastic neutron scattering, infrared and 
Raman spectra of Na,;H(SO,),, K;H(SO,),. and Rb,H(SO,)>, F. Fillaux, A. Lautié, 
J. Tomkinson and G.J. Kearley 

Low-temperature chemical reactions. Effect of symmetrically coupled vibrations in col- 
linear exchange reactions, V.A. Benderskii, V.I. Goldanskii and D.E. Makarov 


Ionization (including Rydberg states) 
Absolute partial photoionization cross sections of ethylene, F.A. Grimm, T.A. Whitley, 
P.R. Keller and J.W. Taylor 


Molecular motion (including diffusive) 

Anomalous magnetic effects. The role of association in the recombination of singlet radical 
pairs in liquids, N.V. Shokhirev, E.C. Korolenko, M.B. Taraban and T.V. Leshina’ 
On the solution of the Debye—Smoluchowski equation with a Coulomb potential. III. The 

case of a Boltzmann initial distribution and a perfectly absorbing sink, $.D. Traytak 


Thermodynamic and transport properties 
Quantum effects on thermal diffusion factors at room temperature for some noble gas pairs, 
M.J. Slaman and R.A. Aziz 


Structure of solids and liquids 
Polyatomic fluids near solid surfaces: 
T.A. Cherepanova and A.V. Stekolnikov 


a weighted-density-functional approach, 


154 (1991) 85 


154 (1991) 125 


154 (1991) 211 


154 (1991) 425 


154 (1991) 263 


154 (1991) 407 


154 (1991) 155 


154 (1991) 449 


154 (1991) 135 


154 (1991) 407 


154 (1991) 303 


154 (1991) 237 


154 (1991) 263 


154 (1991) 33 


154 (1991) 41 








